C 16 H 21 BrFNO4, monoclinic, P21/n (no. 14), a = 9.0896(4) Å, b = 10.8609 (4) Å, c = 18.5637(8) Å, β = 99.5050(10)°, V = 1807.47(13) Å 3 , Z = 4, Rgt(F) = 0.0382, wR ref (F 2 ) = 0.0900, T = 170 K.
: Data collection and handling.
Crystal:
Colourless block Size:
0.15 × 0.12 × 0.08 mm Wavelength:
Mo Kα radiation (0.71073 Å) µ:
2.30 mm −1 Diffractometer, scan mode:
Bruker APEX-II, φ and ω θmax, completeness:
27.5°, 98% N(hkl) measured , N(hkl) unique , R int : 16818, 4042, 0.070 Criterion for I obs , N(hkl)gt: I obs > 2 σ(I obs ), 2964 N(param) refined : 214 Programs:
Bruker [1] , Olex2 [2] , SHELX [3, 4] 18H) . Crystals were grown in hexane at room temperature.
Experimental details
All hydrogen atoms were placed in geometrically calculated positions. The U iso values of the hydrogen atoms were set to 1.5 Ueq(C methyl ) and 1.2 Ueq (C aryl ).
Comment
Some carbamates are of significant interest in medicine, organic synthesis and fine chemicals. They can participate in the synthesis of aniline derivatives as EP2 agonists useful in treating glaucoma [5] . At the same time, they can also be used for electrolyte solution of nonaqueous secondary batteries [6] . In addition, it can be chemoselectively and efficiently deprotected in high yields using a catalytic agent to afford the corresponding mono-BOC-protected amine [7] , which is an intermediate for the preparation of antiviral agents [8] , glycogen phosphorylase inhibitors [9] and antagonists of gonadotropin releasing hormone (GnRH) [10] .
There is one molecule in the asymmetric unit (see the figure) . The phenyl moiety connects the two tertbutoxycarbonyl groups via a nitrogen atom, respectively. All bond lengths and angles in the crystal structure are within the normal range [11] . The values of the selected torsion angles C(1)-C(6)-N(1)-C(7), C(1)-C(6)-N(1)-C(12), C(5)-C(6)-N(1)-C (7) and C(5)-C(6)-N(1)-C(12) are 57.15°, −117.80°, −123.31°and 61.74°, respectively. The crystal structure shows that the intermolecular packing is stabilized by weak hydrogen bonds and the van der Waals forces.
